Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.041; wR factor = 0.111; data-to-parameter ratio = 7.4.
Related literature
For general background to acrylonitrile compounds and their biological, medical and pharmacological properties, see: Boedec et al. (2008) ; Napolitano et al. (2001) ; Reggio et al. (1998) .
Experimental
Crystal data C 17 H 15 NO M r = 249.30
Tetragonal, P4 1 a = 9.8731 (6) Å c = 14.2455 (17) Å V = 1388.6 (2) Å 3 Z = 4
Mo K radiation = 0.07 mm À1 T = 296 K 0.40 Â 0.37 Â 0.35 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2004) T min = 0.971, T max = 0.975 2539 measured reflections 1277 independent reflections 1028 reflections with I > 2(I) R int = 0.028 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.111 S = 1.03 1277 reflections 172 parameters 1 restraint H-atom parameters constrained Á max = 0.11 e Å À3 Á min = À0.16 e Å À3 Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 ). molecular structure of the title compound is shown in Fig. 1 . The dihedral angle between phenol ring and vinyl plane is 80.97 (18)°. The any hydrogen bonds in crystal structure are not found.
Experimental
For the preparation of the title compound, under nitrogen atmosphere, a sealable reaction tube equipped with a magnetic stirrer bar was charged with (Z)-1-(2-bromo-1-(p-tolyloxy)vinyl)-2-methylbenzene (1.0 mmol), K 4 Fe(CN) 6 (0.20 mmol), Pd(OAc)2 (0.01 mmol), PPh 3 (0.02 mmol) and DMF (2.0 ml). Then the reaction vessel placed in an oil bath at 393 K for 12 h and it was cooled to room temperature and diluted with ethyl acetate, washed with brine, dried with MgSO 4 . After the solvent was removed under reduced pressure, the residue was purified by column chromatography on silica gel to afford the product. Single crystals suitable for X-ray diffraction were prepared by slow evaporation of a solution of the title compound in dichloromethane at room temperature for three days.
Refinement
All H atoms attached to C atoms were fixed geometrically and treated as riding with C-H = 0.93Å (for aryl H) and U iso (H) = 1.2U eq (C); C-H = 0.96Å (for methyl H) and U iso (H) = 1.5U eq (C) .
Computing details
Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT (Bruker, 2004) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )

